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CAS RN:

Trade Name:

Structure

Molecular Formula:

Molecular Wt. -

WT%<500:

WT%<1000:

MP:

BP:

>500 IEq. Wit:

IHZO Sol (g/L):

<0.000001

Max. Prod. Volume (kg/yr):

1000 =V.P.

ysical State:

Solid (est)

USE:

rilling additive

Case Role

Case Role

O Date: JUL 6 m

Results:




STRUCTURE ACTIVITY TEAM REPORT - 06/27/00
CASE NUMBER: P00-0898

rEATED cases: (N N S
CONCLUSIONS/DISCUSSIONS

TYPE OF CONCERN: HEALTH ECOTOX
LEVEL OF CONCERN: 1-2 2

KEYWORDS: REPRO NEURO
AQUATOX

SUMMARY OF ASSESSMENT

FATE: Solid, ” analog
LogKow -1.42(E); S (25°C) = 817 g/L(E); H < 1.00E-8(E)

MP (C) 228 (E); BP (C) > 400(E); VP @ 25C (mm) < 1.0E-6(E)
LogKoc 2.99(E); LogBCF = 0.50(E);

POTW removal (%) = 90 via sorption; F is readily
biodegradable (MITI database).

Time for complete ultimate aerobic biodeg = da-wk
PBT Potential: P1B1T1

Sorption to soils/sediments = moderate

*CEB FATE: Migration to ground water = negl - slow

HEALTH: Not absorbed from the skin, absorbed from the lung
(pchem) , absorbed from the GI tract (analog). Concern for
reproductive toxicity based on

(2-generation reproductive toxicity test in rats with a
NOEL of 150 mg/kg, LOEL = 500 mg/kg with decreased litter size
and decreased post-natal weight gain) and neurotoxicity based on
an acute study with [} I trevors and ataxia at non-
lethal doses, rat oral LD,, = 830 mg/kg).

*CEB HEALTH: Low moderate concern (Inhalation)

ECOTOX: Predicted (P) and measured (M) toxicity values in mg/L
(ppm) are:

fish 96-h LC50 = 960.0 P

fish (RT) 96-h LC50 = 3900.0 M S,N

daphnid 48-h LC50 S 55.0 P

green algal 96-h EC50 = 54.0 P

fish chronic value = 100.0 P

daphnid ChvV = 6.0 p

algal ChvVv = 7.8 P

Predictions are based on f ;  SAR chemical

class = * ; log Kow for the free
amine = 0.09 (ClogP); ; pPH7; effective concentrations
based on 100% active ingredients and mean measured concentra-
tions; hardness <180.0 mg/L as CaCO3; and TOC <2.0 mg/L;
moderate concern;




assessment factor = 10.0
concern concentration = 0.600
*CEB ECOTOX: All releases to surface waters.

SAT Co-chair: Leonard Keifer 260-1548




NCSAB SAT REPORT CBI? (Y/N):
PMN: P-00-0898 lcas RN:
Chemical Name: Analogs:

Structure:

ECOTOX CONCERN| H @

MW: ] W1%<500: Wt%<1000

MP: BP: >500 \/P: <0.000001
WS (g/L): 1000 Physical State: Solid (est)|Log P: 0.0g (C L0cP)
Endpoint (mg/L) Est. Value Meas. Value Comments

Fish 96-h q¢ 0

Daphnid 48-h 58

Algal 96-h 54

Fish ChV 96

Daphnid ChV 5.5

Algal ChV 7. ¥

BCF

CHEMICAL CLASS: SAR: ‘

L |CONCERN CONCENTRATION

0.55

DATE: Monday June 19, 2000

ASSESSOR:
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TOXICITY DATA SUMMARY (One page for each test)
PMN TYPE: /.~

PMN NUMBER: £ 7§

REVIEWER: JVN

CHEMICAL CLASS:

SPECIES TESTED : Common Name & 1 >3{d —

Scientific

TIME EFFECT TYPE CONCENTRATION (mg/L)

24h EC50.cuieecnsncanananas Js5oo.
48h EC50 . et eueeeesencaaananasananas L POO.
72h ECS50.eeueeneenenonessannnnsnan Llefdo .
96h EC50. 0 ueeeeeeeasecnnsenannnaas 3500 .
24h LC50 .t eeeeeeneeecnansennnannan /07000 .
48h LC50 ..t eeneeceacaccacsooscccnncs Ll £00.
728 1C50 . s e eeeeenensaneanosnanannns YLt 0 -
(56n ) LC50. e euenuennneannsnnneennnnn 3500,
95 ECl0..veereeanan e K4

96h NOEC. . e teescereereannn
96h LOEC. . LLBD cevvonnnnnncnanens 2/00 .
96h GMATC . et e eeneenscaccaocnnsoanns
96h LCl00. e eetoeeesoonasoacoonnnsnse o 5 O.
96h EClO0.evueeeeeeosnosonaonsonas é 250,
48h 2o I o N
48h ECO0. e eeueeenoenansssnsnsonens
48h NOEC. . Ceesireseseeaen
48h LOEC.. e eeseeneeneeane
48h GMATC . e et teneneeocesnsacnanans
48h LC100eeeeeeeaseansossscnssnans
48h EClO0ueeeeeeasnasnenoasonannas
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ACTIVE INGREDIENT: Convert all effect concentrations to 100%
active ingredient.

ALr:
DT Unknown /Dﬁl 55—@ 507/Z
REMARKS pg' o 7 n //V >, %
Fh, ﬂ(éCQ P/’/g/
55‘@1&,//_ Pﬁ’/o 5=>¢8o ,




sMILes : N

CHEM

CAS Num:

ChemIDl:

ChemID2:

ChemID3:

MOL FOR: .

MOL WT :

Log Kow: 0.09 (User entered)

Melt Pt: 25.00 deg C

Wat Sol: 3.296E+005 mg/L (calculated)

ECOSAR v0.99%e Class(es) Found

ECOSAR Class Organism Duration End Pt
Fish l4-day LC50
(Baseline Toxicity)
: Fish 96-hr LC50
: Daphnid 48-hr LC50
: Green Algae 96-hr EC50
I : Green Algae 96-hr Chv
Note: * = asterick designates: Chemical may not be soluble

enough to measure this predicted effect.

Fish and daphnid acute toxicity log Kow cutoff: none
Green algal EC50 toxicity log Kow cutoff: none

Chronic toxicity log Kow cutoff: none
MW cutoff: none

Predicted

mg/L (ppm) Mw[ EQ

7191.839 \

534.117 G60

30.809 55 ‘
30.073 ok |
4.327 7.% ;




CHEMICAL: Unknown 10:45:29 06/26/:0
MOL WT '
MOL FOR:
SMILES

ISOC-ID:
FRAG-ID:

Press ENTER to continue..
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SAT CHAIRPERSON/OTHER

Rebecca Jones

Leonard Keifer K e o,
Vince Nabholz /7 7

Robert Morcock






